Figure 3: 95 Mo δ aniso and η σ computed for Mo(CO) 6 optimized geometries obtained within nonrelativistic (NR), scalar relativistic (SR) and scalar relativistic including spin-orbit (SR+SO) approaches. Table 1 . 95 Mo CQ (kHz) computed for Mo(CO)6 using (a) its experimental structural parameters and (b) «benchmark» optimized geometry within non-relativistic (NR), scalar relativistic (SR) and scalarrelativistic including spin-orbit (SR+SO) approaches. TZP  TZ2P  TZP-FC3d  TZP  TZ2P  QZ4P  TZP-FC3d  TZP  TZ2P  QZ4P  LDA  486  469  466  462  508  507  527  462  510  507  529  BP  477  452  448  452  490  489  509  452  490  489  512  PBE  473  448  444  448  486  485  504  448  486  485  507  PBE0  462  434  428  433  476  476  495  433  476  476  498  B3LYP  477  448  442  448  490  489  510  447  490  490 Table 3 . 95 Mo σiso (ppm) computed for Mo(CO)6 using (a) its experimental structural parameters, (b) optimized geometries (using a molecular approach) and (c) «benchmark» optimized geometry within non-relativistic (NR), scalar relativistic (SR) and scalar-relativistic including spin-orbit (SR+SO) approaches.
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(a) Table 4 . 95 Mo δiso (ppm) computed for Mo(CO)6 using (a) its experimental structural parameters, (b) optimized geometries (using a molecular approach) and (c) «benchmark» optimized geometry within non-relativistic (NR), scalar relativistic (SR) and scalar-relativistic including spin-orbit (SR+SO) approaches. Table 5 . 95 Mo δaniso (ppm) computed for Mo(CO)6 using (a) its experimental structural parameters and (b) «benchmark» optimized geometry within non-relativistic (NR), scalar relativistic (SR) and scalarrelativistic including spin-orbit (SR+SO) approaches. Table 6 . 95 Mo ησ computed for Mo(CO)6 using (a) its experimental structural parameters and (b) «benchmark» optimized geometry within non-relativistic (NR), scalar relativistic (SR) and scalarrelativistic including spin-orbit (SR+SO) approaches. 
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